: TDDFT/DZP and CC2/SV(P) vertical excitation energies (∆E, eV) and oscillator strengths (f , in parentheses) for low-lying singlet excited states of GC pair and isolated G and C monomers at the ground-state equilibrium geometry optimized with the LC-BLYP/DZP method. / bohr · amu 1/2 Figure S2 : (TD-)LC-BLYP/DZP potential energy curves of the CT (G → C*) and S 0 states starting with TS CT1-CT1 , along the vector of gradient difference between these states calculated at the transition-state structure. Energies are relative to the ground-state energy of the FC geometry.
